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Abstract
C28H41NO, triclinic, P1 (no. 1), a = 6.3144(8) Å, b = 9.7315(13) Å,
c = 10.5867(14) Å, α = 111.561(4)°, β = 96.486(4)∘, γ = 97.128(4)°,
V = 591.41(14) Å3, Z = 1, Rgt(F ) = 0.0579, wRref (F 2) = 0.1687,
T = 273(2) K.

CCDC no.: 2246864

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

1 Source of material

In methanol (10 mL) with 5α-pregnane-3,20-dione (1.6 mmol)
and m-methylaniline (1.3 mmol) and 1 drop of acetic acid,
the reaction was stirred for 24 h at room temperature.
Then sodium borohydride (3.9 mmol) was added to stir
for 3 h and the solid product was obtained by reduced
pressure. Using ethyl acetate for extraction, add dilute
sodium hydroxide to adjust the organic solvent as weak
alkaline, then combined organic layer was dried over
anhydrous Na2SO4, the crude product was obtained by
evaporation under reduced pressure, and then the
colorless and transparent crystals were obtained by
recrystallization using methanol. 47% yield. Elemental
analysis calcd. (%) for C28H41NO: C, 82.50; H, 10.14; N, 3.44;
O, 3.92.

2 Comment

The pregnant steroid alkaloid is themain active component
of the Sarcococca ruscifolia and its Sarcococca hookeriana,
this type of compound has antibacterial, antitumor and
significant anticholinesterase inhibition [5–7]. A series of
progesterone alkaloids were isolated from S. ruscifoliawith
inhibitory activity on tumor cells [8–10]. In order to find
high-efficient and low-toxic pregnane steroidal alkaloid

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker APEX-II, φ and ω
θmax, completeness: .°, %
N(hkl)measured, N(hkl)unique,
Rint:

,, ,, .

Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Olex [], Bruker [], SHELX [], Diamond []
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derivatives, we have prepared several pregnane steroid
alkaloids by modifying the C-3 position of a ring to convert
pregnane into alkaloid derivatives [11–13]. For purpose of
continuing to synthesize more of these compounds, we
introduced m-methylaniline at the C-3 position to obtain the
novel compound 1-((3R,10S,13S,17S)-10,13-dimethyl-3-(m-toly-
lamino)hexadecahydro-1H-cyclopenta[α]phenanthren-17-yl)-
ethan-1-one.

The title compound consists of three six-membered
rings, a five-membered ring, two methyl groups, and anm-
methylaniline. All parameters are in the normal structure
range, methyl substituents C10 and C13 on atoms are in the
β configuration, m-methylaniline in a plane with a root
mean square value of 1.441(3) Å. The carbonyl group is
confirmed by distance d(C20–O1) = 1.205(3) Å.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () .() . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () −. () . ()
C . () . () −. () . ()
C . () . () −. () . ()
C . () . () −. () . ()
C . () . () −. () . ()
H . . . .*
HA . . . .*
H −. . −. .*
H −. . −. .*
H . . −. .*
H . . −. .*
H . . −. .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
HA . . . .*
H . −. −. .*

Table : (continued)

Atom x y z Uiso*/Ueq

H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
N . () . () . () . ()
H . . . .*
O . () . () . () . ()
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